Oblique view of the packing with N-HÁ Á ÁN hydrogen bonds and -stacking interactions shown, respectively, as blue and orange dashed lines.
The asymmetric unit of the title compound, C 8 H 6 N 4 S, consists of two independent molecules differing in the orientation of the side chain. In the crystal, molecules form dimers through N-HÁ Á ÁN hydrogen bonds. The dimers stack along the a-axis direction with weakstacking interactions [centroidcentroid distances of 3.898 (2) and 3.908 (2) Å ]. The crystal studied was refined as a two-component twin.
Structure description
As a continuation of our research work devoted to the development of S-substituted pyrazolo [3,4-d] pyrimidine derivatives (El Fal et al., 2014) , we have studied the action of propargyl bromide towards 1H-pyrazolo [3,4-d] pyrimidine-4(5H)-thione, using ethanol as solvent and potassium hydroxide as base. The title compound was isolated and its structure was established.
The asymmetric unit of the title compound consists of two independent molecules differing to a small extent in the orientation of the side chain with respect to the bicyclic core ( Fig. 1) . Thus, the dihedral angle between the mean plane of the N1-N4/C1-C5 unit and that defined by S1/C6-C8 is 79.3 (2) , while the corresponding angle in the second molecule is 76.4 (2) . The bicyclic cores are planar with the maximum deviation from the mean plane being 0.016 (3) Å (C5) in the first molecule (r.m.s. deviation = 0.0094 Å ) and À0.015 (3) Å (C13) in the second (r.m.s. deviation = 0.0086 Å ). The dihedral angle between the bicyclic units is 76.42 (7) .
data reports
In the crystal, each independent molecule forms a dimer with an inversion-related counterpart through pairwise N-HÁ Á ÁN hydrogen bonds (Table 1) . The dimers stack along the a-axis direction with the aid of head-to-tail --stacking interactions (Fig. 2) . For the molecules containing S1, the centroid-centroid distance is 3.898 (2) Å , while for those containing S2, the distance is 3.908 (2) Å . In both instances, the dihedral angle between the associated planes is 1.2 (2) .
Synthesis and crystallization
To a solution of 1H-pyrazolo [3,4-d] pyrimidine-4-thione (0.5 g, 3.3 mmol) in EtOH (15 ml) was added propargyl bromide (0.25 ml, 3.3 mmol) and potassium hydroxide (0.19 g, 3.3 mmol). The mixture was refluxed for 8 h, and after cooling, the reaction mixture was poured slowly into an ice bath under stirring to homogenize the whole. The solid product was precipitated and filtered. The residue was purified by recrystallization from ethanol to afford the title compound as colourless crystals (65% yield; m.p. 398-400 K).
Refinement
Crystal data, data collection and structure refinement details are summarize in Table 2 . The studied crystal was found to be twinned by a 180 rotation about the b* axis, and the model was refined as a two-component twin using CELL_NOW (Sheldrick, 2008b) . 
Computer programs: APEX3 and SAINT (Bruker, 2016) , SHELXT (Sheldrick, 2015a), SHELXL2014 (Sheldrick, 2015b), DIAMOND (Brandenburg & Putz, 2012) and SHELXTL (Sheldrick, 2008a) .
Figure 1
The asymmetric unit with the atom-labelling scheme and 50% probability ellipsoids for non-H atoms Table 1 Hydrogen-bond geometry (Å , ). Special details Experimental. Analysis of 887 reflections having I/σ(I) > 12 and chosen from the full data set with CELL_NOW (Sheldrick, 2008) showed the crystal to belong to the triclinic system and to be twinned by a 180° rotation about the b* axis. The raw data were processed using the multi-component version ofSAINT under control of the two-component orientation file generated by CELL_NOW.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.5206 (2) 0.33776 (10) 0.33099 (5) C6-H6A 0.98 (5) C14-H14A 1.00 (6) C6-H6B 1.00 (5) C14-H14B 0.91 (5) C7-C8 1.194 (7) C15-C16 1.187 (7) C8-H8 0.90 (5) C16-H16 0.94 (6) C1-S1-C6 101.40 (19) C9
125 (4) C11-N7-H7 128 (4) N4-N3-H3 124 (4) N8-N7-H7 120 (4) C4-N4-N3 106.5 (3) C12-N8-N7 106.3 (3) N1-C1-C5 120.4 (3) N5-C9-C13 120.4 (4) N1-C1-S1 121.3 (3) N5-C9-S2 120.7 (3) C5-C1-S1 118.2 (3) C13-C9-S2 118.9 (3) N2-C2-N1
128.4 (4) N6-C10-N5 128.8 (4) N2-C2-H2
116 ( 139.6 (3) C9-C13-C12 139.4 (4) C7-C6-S1 112.2 (3) C15-C14-S2 113.1 (3) C7-C6-H6A 112 (3) C15-C14-H14A 110 (3) S1-C6-H6A 109 (2) S2-C14-H14A 109 (3) C7-C6-H6B 116 (3) C15-C14-H14B 111 (3) S1-C6-H6B 100 (3) S2-C14-H14B 103 (3) H6A-C6-H6B 108 (4) H14A-C14-H14B 110 (4) C8-C7-C6 178.5 (4) C16-C15-C14 178.8 (5) C7-C8-H8 172 (3) C15-C16-H16 175 (4) 
